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Crystal structures of layer silicates intercalated by small organic molecules are frequently disordered. There are two important factors controlling the degree of disorder in such structures -long range interlayer and short range intralayer intermolecular interactions. It has been however realized that even if the original crystal is 3D ordered, there is no guarantee that the structure of intercalated one will be ordered, too. The reason is such that low interaction energies of organic molecules permit several mutual orientations of neighbouring molecules influencing the stacking of the silicate layers. This kind of orientational disorder need not influence the diffraction pattern in a recognizable manner, making thus structure analysis a rather difficult task and its results ambiguous. To study the influence of short range intermolecular interactions on diffraction patterns formamide (FA) and N-methylformamide (NMFA) intercalates of dickite (D) were chosen [1, 2] . Several model configurations with different orientation of intercalated molecules were proposed and their single crystal diffraction patterns calculated. As a measure of similarity/dissimilarity of diffraction patterns with the reference one standard R2 and R1 factors were used. Initial orientations of intercalated molecules of FA and NMFA generated using the atomic coordinates taken from [1, 2] were optimized by means of DFT calculations in solid state [3, 4] and the intercalated structures were sorted by their total energies. Optimized atomic coordinates were used to calculate single crystal diffraction patterns. For FA intercalates it was found that the conformation corresponding to the reported structure was the most stable among all modelled structures. The differences in the total energy for FA intercalates were rather large as they lie within the interval of ~92kJ/mol. On the contrary, for NMFA intercalates the differences not exceeding ~18kJ/mol were observed indicating, that the
